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mm^: mmm 

mtm27s^v':^\zis\i^x^m-^nrt^=^'-'^-^m^mzm-t^ny'^)\,^y 

llf^ f s ^ & "t s ^ n 1/ - 3 > tm-t^— If >^ 
Clt*« 2 ] mim. 1 lciB«<^ ^ n 1/ - >> a > tf xfl^^^ic 
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Miami ;^7"^y^"e^ftLfcrL-if-^^^f4^{C«":5v>T, ty^^U-iymy 

mm^-^^. rL u-yBytm(D^i^^mM-t^m(Dmmmit>tir^m^s 
y^zLiz-yB yi[mizi!)^ti-^^m^<oM.m^ V ^nmnomi i ^^^yzf^mn 

im^rn^] m^^2 ^ r^it 3 izmm(Dy^zi.i'-yBynm'^-i^^m. 

SrH^f f S 3 i: S:#^ il-rSi/^rLU-i/a >ffl[-9-- If ;^tl«^?^o 

ft ^-t^- - tf j:^ il^T^^ tc ^ V ^ T . 
m^=L-^-mn^m.WiB^Wi^ny^)h9yhmn^mmt.. -iy-H-^ 
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4f 2 002 — 212190 



ia-9- - A - 2/ ;^ 7^ A ic T ^ i2 ^ 1- -5 z: $: -r -5 ^ ^ ^> 3 > 
;^7#|g J: y A:d § ti ^ ^ P - ^ 3 > It^^f4^ & — tf - b T 

^<7)A^L^^^mm-t^mis^mt^m:^^^y^j]y^yhmm^mmt. 
mm=r—\f-':^B^^tmmA^^wt^itmb, ^^-t^A^^^^mmL 

;t -5 r h ^ #iS: t -5 ^ ^ b - 3 > f t #-9— X *l#t >> ;^ 7^ = 
xf^AtcT -fe^t" -5 zi &#^i:-r -5 ^ a. L/- ^> 3 >fm-t>-- tf;^ 11^ >>7> 
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- 7 X - 7. ^ ^ rtiJ^A^cZ) A:^f^lS 

Aa^#$:^^ mm^tit=.An.^mz^vty^=LU-tymymw^ff'^f)^'S 

yBy^mn. 

[If^^l 3] |f*:5l 1 *fel±l 2^CfaS(D■9•->''?-^/X7^A^CfeV^T 

> 

mmi^, «rJfa>>^:xl/-^/3>lm$:^?e)*^^*^$:53v^-^t>it^^«^©$:^i;t 
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[lt^«l 4] m^^l 1 ^V^L/ 1 3®V^■r^t;{)^l^^CfB«(Di^-A->> 

o 

im^^l 5] m^^l 1 :&V^L/ 1 4CDVNi*tl*^l]SlCfE«©-9--A-i^ 
ffflHzL - if - i|^^f4i icii, ^ ^ 1/ - a > ft^<;)^f4i is t-t S 5: II 

[ff^^l 6] m^^l 1 ^v^L 1 5(Z)v^•rtl:^)^l:^^CsB«®-9--/'?-i/ 
l& IE ^ n 1/ - i/ a > C M L T ^ ^ e |g ^ # m S: *i A S r h S: # ^ ^ 
7] ^^:^l l^v^L/l 6(DVN-rn:;^)^l«ictB«(Di?--A-t/ 

t- -5 5: Bt#>ffc S #^b#l5 5: fi;^ S r ^ S: #^ h -r S i?— A - >> 7^ A o 
[lt^:^l 8] m^^l l^v%bl 7®VN-rti7b>i:^lcfH«®-9--7l-i/ 

i!)^^m^(DM.m^vis^zj^mMkmiziy^^U'-i/3y$m^n'^m^<Dmm<oiy 
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l&fHtf *&M« t. U 13 J: t>' B« U #IS ^ l-t S P^ V N -^t) it b , frjf H 
Clt^^2 0] »*^1 9lC|B^$tlfci/^rrl/-J/a>ltlE-9--l^X*i 

#t y n ^* ^ A la-^ L ?t sa'it^#:o 

[0 0 0 1 ] 
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^t^J-HFlCfel^-SS/^ :a I T (Information Techn 

[0 0 0 2] 

telnetM*^i:*®^^T'T^^-feX-tS:iil{Cj:y^Te);b\ tfnm^y^ 

[0 0 0 3] 
[|§^:>&^«?^ L J: e) i: f <5 m®] 

u-y3y(Dmfm^. i/^=LU'-iy3ynmiz.mv\>^m^m^mzm^n^o 

[0 0 0 4] 

im#i2><5?-{Ctelnet^^:^if(D:^^T'r^-fe>^-r'5r i:lCj: UffJM 

t[M-m-^y^-ic^m^tix^^^y^=LU-iyBytm'fu^^2^^n 
y\:fa.-^±vmm-^^^^tiz^i)mm-t^m^izit. tmm^ty-si-^w.m 
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[0 0 0 5] 
[0 0 0 6] 

vzf}L. ll2x^^y:/{cfeVNT^^$4xferL-if-|i^^f4^tc>i>f-r-5>ii>i?-;i/^ 

y Vfs^ho^KV^^^-k. ::iy^)\y^yvnn^^m.i:s-^^m-t^%2>7.7-v:r^ 

[0 0 0 7] 

Z.Z.X. rL--tf-lj:, i/^rL U-t/3>fm(D^|^i:^Sr^M$:n.— 
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[0 0 0 8] 

3P>lc, -y— l|i::^5^>y:/T'^^Lfcn.-if--il^^#lc« 
t/^a.l/-$/3>fm$:^f e>7b^^;^)^&^V^^*^-l±S^7;^7^^y y^il, H 7 X 

[0 0 0 9] 
[0 0 10] 

'^(DmB^'^^. iy^^v~^y3ytfM(D^ii^^mM'r^W(Dmmt>mt>nr:Lm 
i/^=Ll'-i/mynmzte^if)-'^m^<DM.m^^}^Umnomi IXT^^y^S: 

{C J: ti ma =fo y ® #>Et L T ^ 3. U - >> 3 > If ^(4^ ^ M 

[0 0 11] 
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W^^mLr^::L-^-lzm^-t^mi 2^7^^y:^i:, Hi 2 Xt^^v -^^T-m^Sti 
r^^m^^ 5: 51 v\ fc^^g 5: ^ ^ 1/ - a >fm 5:^tL b n ^ > 

[0 0 12] 

- 71 - 5^ A ic r ^ iz X f -5 3 h t- S , 

[0 0 13] 

[0 0 14] 

a >tflL(0^#S:A:d-tSA;b#^i:, z:®A:d#mic J: »J A;^J$tifeS/ 
hmi^^mnn. :i-if-||^^#i:AtL^#i:S:J:bi«L. -^^f -5A*L^#^ 

t)-&-g>v>y^>^''#i^i:, 5gv^-a•t)it(^M^^c/^:^cT. t/s.=LU-i/By$m^ 
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[0 0 15] 
[0 0 16] 

[0 0 17] 

&it«{b, -^IIC-t-SA^t^^&^flL, ^^$ti;^:AtL^#lCj;U2/5rLl/-2/ 
CT> 2/5^l/-2^3>fm$:^f?e)2/5^l/-2/3>#m^, ^v^■^fc^±^^i^ 

[0 0 18] 
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[0 0 19] 

3e>c, :l—^f-^i3^^#^c^^v^T, t/^zL]y-t/3ynnizi!)^iJ^^m^o) 

M,mi5^xj^iy^=LU~i/3y^m<Dmmmi3i,zM-t^tm-^'^(Dm^^n\'\ z. 

[0 0 2 0] 

h(D^mmi:^mmt^r:ii^(D^y'^^^tizt^nntt^o 

^ 11 5: ^ 1- -5 =r > -9- ;i/ ^ > h ^ II ^ -r S 3 i: ^ § „ 
[0 0 2 1] 
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[0 0 2 2] 

[0 0 2 3] 
[0 0 2 4] 

S^ft^#m$:«i;t, 3®Ml^ilt##l8«> magpie, n— !f~Ji^^#CS^v% 

X il #fc X 5^ A S: M T' # S o 
[0 0 2 5] 

^ 7^, (C 7b^ ^ ^> ^ ^ U - a > ft^-b- - l^'X S#t ^ny^AfeJ:t>*e/ 

^ 3. 1/ - a > - tf n ^ ^ A ia'l» L fefB'«^ li, l/K=L\y- 

i/^zDy-i/^ytm^^^oti^^ti^^m^^ib^^m^^m^mh. rL-if 

SS^KiSgtci^^b, VK=L\y-iymytm-knof)^^1i^^m^^iD^^%m^m, 
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[0 0 2 6] 

[0 0 2 7] 

=L—if-'mmmm2ti/^^iy-t/mymmmnsiiziy'f)';v^yhmmmm4: 

[0 0 2 8] 
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[0 0 2 9] 

:i-if-;^ag7^^g5tt> mXit^^-Vi-)Vuy\:fa.--$t-'i?ersonzl Comput 
er:PC), ^^^fS, PDA(Personal Digital Assistance) "efe U , 

[0 0 3 0] 

^yhmii^^mm7izmm-^tix\>^s>mm^mff^-&^':fu^^^i^m^mmh. 

{cj:U«figSti, M^gPJc^r^Sti. -t^-A-i/^T^A 1 ;b>e>SMLfeAtL^f4^ 
^ A ic i S tc J: y , n > -9- ^ > h M SSS^K^S 7 ® S: b T 0J#-r <5 

o 

y:^;I/Il>fcrrL-^ — (Personal Computer:PC)> ^^S^. PDA(Personal Di 
gital Assistance) -e^y, MX\tA~V±}\^ny\d a.- ■^X'ib^^^. Z.(DA 

-vi-)\^ny\^^-9m^mm\z.mxi^nr:Lzr'y^'^m^Mm\^. ^M-r-sn^ 

[0 0 3 1] 

mz. -^--A'-e/XT^A 1 tcoVNT^^-r-So if- /l-e/::«.7^Ai li, rL-if 

-mm.mm.2t.. ^y^=LV-iy^ym^muziL. ny^)\y^yvmmmm.4.t 
t-r. :2.-if-mmmm2iZ'D\^xmmt^o 
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m2-3il. n-if-DB iy'-^^-X) 2-4il. «#^SaP2-5il, |H 

n^2-eii. tmm2~7ii. %mm2-8t. m±m2-Q}i. S3^L.«;v^ 

[0 0 3 2] 

jIMI Fg|J2 - 1 li, hU-'^ 6. M^it^ > ^ - ^ V h ^iffLX n.-^ 

•^^t^P2-3. tmsi52-7, ^mtmm2 - 1 0 ii<D7''-'if<D Am ti^nz) 

7^{iMl^tt^gP2- 1 0{cA;d1-^c ^7^. M«SI52 - 8;i>^?>ffi;^$tife«<Z> 

- 7 3()^e>m:trStl^2/^a.l/-^/^>ff•m(^)M^$:. «#^g|g|J 2 - 5 A:^-^ 
5„ KmffW§P2- 1 0*>p,m:d$tifeS/^rLi/-i/3>Mmtf#<Z)M^ 
'(f#^SgP2- 5lCA:di-<5o 
[0 0 3 3] 

entification) . t7 - K 5: AiJ 5 i i: J: U ^M^IE ^^f*'^. ^M^liE 

-rSo ftJM^&fFBr$ti?trL-if-®i|:^lci;S:DT, Z^SMv ^ h 'i^xrW^ 
. 3(©^5ffly7 ht7XT$:^Mf S#-a-lC^^^M^7^-^®A:tr'»#^ifS:rL-if 

[0 0 3 4] 
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[0 0 3 5] 

t>*ft^^ 2-7:^)>e,m:d$nfei/^rLl/-i/H> ft#(7)^^ IHISIIP 2 

[0 0 3 6] 

ll^bJtn— tf-ii^^f4^^$:^i^-r"£>M«gP2 - 8{cA;^J-r^o ^fe> ^M^T 

a 

[0 0 3 7] 

A 5fiJM -r S 3. - -9* - tcMf -5 S: fi^ e) o 

^li^fmgp 2 - 1 Oli, i^^rLl/-i/a>'t^l^gm$:^fe)^#(^>M'#$:^f 
rL-if-7b^J|^Lfe:i-if-«5^^fr^&m^§P2-8JCA:tr-r^. 
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[0 0 3 8] 

3-2 i:, t/^ziu-t/Byummm^z-s t^m^^o 

V^y^>^*S3 - 1 ij:, M^§|52 - 8^^^^>©bfcn--^f-^|^^f4^i:, 

C^^y^^^t-S) Aa^#2:^#?L/, ZlcDA^L^mc J: U a. 1/-^/ 

-t/3ymizA:h-t^o 

[0 0 3 9] 

a >*gm^^g|5 3-3 {CAiJ-r So 

1/ ~ i/ 3 > S:5pJM b it If :^ X is e) i: i- -5 - * l±^l5(<©ikll;5>^ e> If^igS ti 

:ib^\f^iim^^nt=.ty^a.U-i/3y1^mSb^\^tVy h-^xTSrWS: 
[0 0 4 0] 
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[0 0 4 1] 

n>-9-;i/af > h^S^«4l±, FgM - 1 i:> 3Gl^M^4-2i:. ^iE 

4-6i:, A^SM - 7 

zcommi Fm4- lit. hv~^ 6±r% mBconyij-jvity h^f^^m 
CO 0 4 2] 

U' ^mm4.-3, -^^y^y^ms - 1. t/^:a.u-ty^y^^^^mmm3-3 1 

rzfv^-i/By\fyh(^M^. A-ti^Byy^yzf^^no. 

[0 0 4 3 ] 

fgiE • 4 - 3 li, mm}!^t.^mmt^mpi^o 
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D (identification) , ^iy^V- \^^AiJ^'^^:iiHZ^<>)^M.MU^^^\ ^ 
[0 0 4 4] 

J: tJf 5> ^ 1/ - i/ 3 > J@m«?^§|S 3 - 3 ;{)^ P> mi? $ tl ^ 3. - 3 > tf 
[0 0 4 5] 

[0 0 4 6] 

9ii, K^-f ^i^ai 0 21, lE'ltiEftl 1 il, liM'li^Ml 2i:, ^^'J^g 

1 3 21, mm.mmm.m.1 4 i:, 5=^-^5? (db) 1 s^, i Figgi e^iic 

i:»;mfife$tlSo >f ><5?-7x-X (I F) l^gl 6li, :^^^y h^?-^ 6 
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[0 0 4 7] 

1 5ii, M^li:3.--tf-DB 2-4. > h D B 4 - 4 

[0 0 4 8] 

^ ^ 1/ - 3 > ItBi?- - tf >> ^ A {C M-t -5 ^> ^ 3. 1/ - 3 > It^if 

-tf;^il^yD^'^z»«. h'i7a:T/\-^y>r-i;, Mx.iiCD-ROM, ro 

mi^ 1 1 it. K^-r 1 0 {C-fe h ^*^A;&^tHM#: 1 1 K 

^-f^^Sl 0 S::^LTM^tB'^^gl 2 {c>r h -;i/$ti5o 

^ X A ic *^ *N s M S: -t o 

[0 0 4 9] 

^ :^ X A (7) j^tS IC o V A T -t o 
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rL-if-tS^S2(D^SE • ^^||P2 - ST'li, T^-feXLT^^n.-if-*^ 
rL--»f-^i^§:iffoTV^SA^^A^S:m^-tS (S3 0 1) „ 

0 2), rL--!f-^^;?)'i^7t)tl^ (S 3 0 3) „ 
[0 0 5 0] 

rL— tf- I Di:>'^°>^y- K$:A:^Jb> ^MS§:MT, n^^-f>1-5 (S3 

0 4) „ 

{i, S> ^ 1/ - 3 > ftB-(D^# ^ J: Of ^ ri. U - 3 > tt^tc W f -5 M 
[0 0 5 1] 

jUM $ ^ ril/ - i/ 3 > ^{4^ J; t>*M^]S a n - if - ^ L T 

. i2l^fiai52-2"e^^i$n (S 3 0 5) , m^m^2-2\Zi:^)^m'&^f^^ 

tf-ii^^f4^li, lt#aS2-7lCA:fj$4x, tmas 2 - 7 P, 2 - 8 tC 
A:d$tiS<. Mllg|52- A:^J$tifcrL--!f-i|^^#tca^VNT, 
^rLly-^'^>^C;b^A^SfiII^^&<^^«%'J:^)^el&6*J^C4Tt)tl^ (S 3 0 6) . -e® 
^^li, j2l^MgP2-2{CA:^3$4a, jI^^SliAA$nfeM*&oma^ U 

'W#^ilSIS2-5{CA:^L, WH^agp 2 - 5 A;d$4T-feti*&® ^« 
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^*}<DU^^Bm32-6iz^mh. mm-t^ (ssov) » =L-'^-m^^m 

[0 0 5 2] 

^fr SrlfA;?;^- S r (Ccfe y fre) J: e> ic LT =fej J: VA„ 

[0 0 5 3] 
^M2-2T'^#$tlS (S 3 0 8) o 

3. 1/ - 3 ytmo^mt. m^mm 2 - 2 ^ M^mm 2-8 ^it^sp 2 - 7 
^mrt^ (3 3 0 9) o 

m^mU3(D'rv'9'y^^3- 1 icj^M^ti-s (s 3 1 0) „ 

[0 0 5 4] 

i: filfl& ® M« =fe y <^)li!gm S: t ^MgP 4-2 li, mej^rL— tf - Ji^^ 
#i:ii*&(Z)M^% U OM^S:«#^SgP4 - 5 \ZK±-t^o «?gWSSl$4 - 5 

[0 0 5 5] 



miiE4t 2003-3025770 



#2 002-212190 



^•fe^-t-So m>U' ^m^^-^-^lt. Tif'^7.\^x^r=.ny'^}\^9yVi:)^ny 

[0 0 5 6] 
[0 0 5 7] 

mw:4(Dm^mm4-2'e^m-^ti (s 3 1 d , i/^zLU-i/nym^mm 

(D-rv^y^^s - 1 izmiS^ti^. 

[0 0 5 8] 
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3 13). 

[0 0 5 9] 

5/^rLl/-i/^>ttW*"^SIft65^Ctft>tl5 (S3 14) o 

^ a. 1/ - 3 >ftBcDMmii, 2/ 5 rL 1/ - i/ 3 >Sg^«?ff §15 3 - 3 fC A* 3 

-^6^JC^^$tl-5> (S3 15) „ ttc. S/^rLl/-i/3>ft^Oj^m(Z)=l 

e-l±, ^^:xi/-i/3>|tlLS:Ml't:feo^ (^tLL^) ziy^TJi^ y h^ny 
h«5g5^^»7 $r:^Lrii^StiS (S3 1 6) „ 
[0 0 6 0] 

n>-»i-;i/^> m^-^nrc^y^=LV-ymytm(Dm^^0mhx. mm 

1 7) , -mmzty5.=L\/-'iy3y'^mmm^z-3izmmL (s 3 1 s) , z 
o>^mvr=.miiiMmmmmt.iy^zi.\y~i/ny$m<Dmmt%:. ^.-if-M^ 
Mmmbizmm-t^ (s 3 1 9) . 

[0 0 6 1] 

=L-^-tim^mz:$iiy ^ ^ l/-i/3>imi^--H'^il#^i/X5^A$:^ 

rL-if-^i^&fre) (S4 0 1) o 

zL—if-'^m^n^tc.mz. n.-- »f-|g|iES:fTe) J:e>^CLT%J:v^ (S 

4 0 2). 
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[0 0 6 2] 
[0 0 6 3] 

jifi $ ti Ac ^ ^ 1/ - 3 >^f4^ J3 <f: t>*|l#« i {i, rL - if - J|^^f4^ tLX 
, J^MSI5 2-2T^«$4X (S4 0 3) , it^MBP 2 - 2 IC J: U 
-if-^^^f4^tt, ^l^tf-^gP2-l OlCAiJ^tl, ^iiff-jfgP2-l 0*^?,^ 
«S2- SfCAi^J^tiSo M^aP2-8i?tt. A;d$ti;fe:i-if-ii3^^#(c» 
o*v>T, i/S.a.i/~i/By$mizti^i3^:^m^(D^m^'')^not.t.%iz. Z(Dy 

ti^'^ti^aymmmftin^ (S4 04) „ ^<Z)j^^tt, 33I^^SIS2-2icA:f;Sti 

, m^mmitA:f:^nr:LM.m^vmm^. mmmm32-5izAt!-r^o mmm 
mm2-5it. Ai:3^nf:L^mt)ijm^^mm^2- 6{zmm^^ (S 4 0 5) 

, rL— if-i±, :3.-if-M^7^iSS5$:^i'^b, 2 - 5 (C r ^ iz X f 

[0 0 6 4] 

, feev^^ii/^^l/-^3>Mi^ft»5:^?t)-r^Ci/^7^A$:^^T"r^A^®^|^$: 
frVN. $e>lc, S/^3-l/-i/3>^®^tt-^$:^M-t'5^-^lcli. ^*'^<Z)^#lca: 

$:J!^fi-t^. M;i«> ^ ^ 1^- 2/ 3 >^f4^A:t;®|g*'^SM^3^$ti, i/^^b 
-i/B y^k^^nXtS-t^ r tC ct: *; =ff d J: e) {C L T <fc V^c 
[0 0 6 5] 
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^mm z-zv^m-^n^ (S406) □ 

z(Dmm^i}^. iy^^\y~iyByM.mm(Dmm'(:^^^m^ (S 4 0 7) . 
iy^=LV'-tyB yu.mtm(D^mt. m^mm z-zts^^ %m.^ 2-8 ^M^it 

^h.-kmi't^ (S 4 0 7) . 
[0 0 6 6] 

^x.TV^S;^>^^}6^®^J[^;^)^^f*^tl^ (S 4 0 8) „ V ByWM%\%ii^ 
^^^^T^ASrjS^T-r-S (S4 0 8) o 

2{CA:)!j$tl;^ (S4 0 9) o 
[0 0 6 7] 

i/^3.i/-s/3>im*^'gi&6l;(c^ft)ti-5 (S4 10) . 

^ a. I/ - 2/ a >ffWOJgmii, ^> ^ :a. U- a >M*^g^g|5 3-3 {CA;^$ 
-^fi^flC^^Stl-S (S4 1 1) . $/^rLP-e/a>|t^0M^OD3 

tf-li, i/^rt l/->>a>fm$:mi-t:ftofen>-9-;i/^5f> h^ni/-t»-;i/^> hM 
5g7|5^«7 S::fM.TJl^$ti-g) (S4 1 2) „ 
[0 0 6 8] 

ziy^)\,^yY\%^ ii^$nfci/^rLl/-j/a>gtW<^)5g^5:#MbT, 

g|$3 - 3lCigM-r-So 

S/^il/-i/a>SgmPfTg|S3-3tt, ^6U#inm'lf$6$:^fi-t^i: (S4 
13), -^6?J(CS/^rLl/-i/ai/^^«?;^SiJ3 - 3tC^|gb (S4 1 4) , Zl 
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^mm^icmm-t^ (S4 1 5) „ 

[0 0 6 9] 

rL--!f-^^$:ff oTV^5:*^^*^$:5i^^S (S5 0 1) » 
if-^^:^^=fT:fc)n-5 (S 5 0 2) „ :x~if-S^{C^^$:^f ^ J: -5 C i: V> 

o 

[0 0 7 0] 

li, n-if- I Dt^'lxy- K?:AiJbn^-f (S 5 0 3) „ 

5 0^m.^%\Z li, 2/ ^ a. U - 3 >ft^<Z)^# J3 <fc tJJ ^ ^ 1/ - 2/ 3 ^tmiCM 

[0 0 7 1] 
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^ 1 a-if-M*^# 



mm 










Energy 


Property 


Docking 




3 0 


2 0 0 


YES 


YES 


YES 


YES 


mm 


YES 


YES 


vno 

YES 








mm 






Binding 
site 


10 0 


15 0 0 


amino 
acid 


UNKNOWN 


UNKNOWN 


HNKNOWN 


UNKNOWN 




6 0 


organic 


UNKNOWN 






1 0 



[0 0 7 2] 

m^Jit. ^^U-^ty^^ly-^yny (Docking Sinulation) iZiS^-f ^ ^ ^ U 

^tL^mm.'9mt\% >l:sl% (Energy) , mT^w^n^ifs^ yv^ 

(DmmM (Property) ft#. S/ ^ n b - a > (Docking Simulation) 

■y-^ h MM (^^®miC>t^L/T Docking Simulation^r^f ^rll^-T So 

[0 0 7 3] 

^ii^mi^mm, mmmm. ^^^uv-. Binding sit eX'$>^. 



2 9 
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Binding site T'l±M-^i?--r Mi®E^*>^*^fe& V^^ifm$:^f 
[0 0 7 4] 

fr&^f^-r-s^'^ic, M$fc-r-5:^s-efeu, ra)M3fe^@^bT«, n.-- tf-ii 

[0 0 7 5] 

5ifls#3t, Property, Energy, D o c k i n g 5: Y E S ^ feliN 
oT**gSb> 5if*:«5gW#> mmmm. J^^ne;-, Binding site 
S: K N O WN ^ liU N K N O WN So 
^fe. Binding s i t e tCo V>T D o c k i n g |f#$:^f M-n" 

[0 0 7 6] 

^UC^b?tn--!f-$l^^f4^fcfeVNTli, 5N^«§li3O0, >fiiif^&« 2 0 O^H 
ergy) , ^MM. (Property) , ^^'if^^ t/ ^ =l U — n y (Docking Simulation 

mmmt 10 0, m^Wiitl 500, l^^ttamlno acid, 3i#:#itW#BttUNKN0W 
N, SB3?lI«^l±UNKN0WN, Jix^nS^^-liUNKNGWN, Binding siteliUNKNOWNT'fe U , 
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[0 0 7 7] 

M« $ tl >> ^ U - a > ItlL® ^f^ ^ J: Xim^^ S li, rL - if - ilxi^^f4^ 

tbx. m^mm2-2X'^m-^n (s 5 o 4) , ji^M^2- 2icj:y^m$ 

- 8 JCAiJ^nSo 

>ftWtC;5)^*^-g.ii*&CDM«%y;5)^eiftfi?;JCfTt)tlS (S 5 0 5) „ -fil&M^SP 2 

[0 0 7 8] 
[0 0 7 9] 
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[^2] 



^2 m^(D^mr)<D^m. 









Binding 
site 




Energy 


Property 


Docking 


1 4 


15 0 


YES 


YES 


YES 


NO 


0 


YES 


YES 


YES 


2 1 


3 0 0 


YES 


YES 


YES 


YES 


1 0 


YES 


YES 


YES 


3 0 


4 0 0 


YES 


YES 


YES 


YBS 


1 0 


YES 


YES 


YES 




10 0 0 


YES 


NO 


YES 


NO 


0 


YES 


NO 


YES 



[0 0 8 0] 

-i/3y$fM<D[H^. Binding si te7b>e,;5i -So 

iy^=Ll'-i/Byt\^(DlH^. Binding s i t e ^C■DV^Tii. 

[0 0 8 1] 

2-5ii, xt!^nr=.m^oM.m^V(Dm^^tmm2- Gizmmt^ (sso 



3 2 
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[0 0 8 2] 

So 

SM§|S2-2T'^M$tl'g> (S 5 0 7) , 
[0 0 8 3] 

z<Dmr^^t>K iy^^V'~y3ytfm<7ymm'v&^m^ cssos) , 
•*f-^m^mt. m^mm 2 - 2 e> M,mm 2-8 ^tmm 2-1 ^m&i^xx 

-i/3>^^^S3 ©V^y^^^gps - 1 (Cj^^$tl-5 (S 5 0 9) , 

j^^^fiT^^MM^^^ i/^=LU-i/3ynm^^ft>^ji^^m'^izit. ^yy.^u 

Srjj^Tt-S (S 5 0 8) „ 
[0 0 8 4] 



3 3 
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3 ^^y^>if^-^mm^tirc<Da.-^-m^^w 













Energy 


Property 


Docking 




3 0 


4 0 0 


YES 


YES 


YES 


YES 


mm 


YES 


YES 


YES 








mm 


mmmm. 




Binding 
site 


10 0 


15 0 0 


amino 
acid 


UNKNOWN 


UNKNOWN 


UNKNOWN 


1 0 




6 0 


organic 


UNKNOWN 









[0 0 8 5] 



-eii, m^^2 0 O^PifJ^^A 0 0=FRIC. Binding site %UNK 

NOWN;6^e)KNOWNfc^Mb®e^®-9--f hB^ 1 0 i: yho) 

[0 0 8 6] 

, ny^ji^yhmmmm^cDm^mm^-zizmm^n^o rL-if-*i^^# 

[0 0 8 7] 
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3 - 1 izmm-^tis. 

[0 0 8 8] 



S4 3>u-;i.3'>h*^e.©AtL^# 











Simulation 
method 


A 


1 4 


5 0 0 


B 


1 


B 


3 0 


3 0 0 


A 


1 


C 


1 4 


4 0 0 


A 


1 


D 


2 1 


3 0 0 


B 


2 


E 


3 0 


2 0 0 


C 


1 



[0 0 8 9] 

V. MM. VSh. "yyj. Simulation method:«)> P>1^^$ tlSc 

Simulation method®^®JCli, > hTb^tl^bT^MMil 
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[0 0 9 0] 

'^y^y'^r^a- lit. AK^i^^^m-t^t (S5io) . n-if-SI^^ 

^t^mLr:iAn.^^t^itmv. ^st-ts i-ry^y^-t^) AMs^i^^mm 
L (S 5 11) , z(Dmm-^nt=.Aiii0kmz^i)t/^=L\y-t/Bytfm^nofs^ 

^7!)^$:, n--tf-M^^lgS5lcrp0V^-^t)it^ (S5 12) o 
[0 0 9 1 ] 

T-rs (S 5 1 1 ) o 

[0 0 9 2] 

-'*f-M^^^xm^-^nr:Lm%mn*mmx:^^<Dx% mm. mm. it^^^ 

> '^y^<Dmizitm^yt>n?>o 

=L-^-^^^is^xtn^:^nrcmmt>^3 obx&^<dx. f ^T(7)n>-9-;i/^ 

> hli^#S:?t7^-r*\ mm(D^^^mr:^-t::iy*)-)V^yh\tA}:mx:^^). $ 

mt=.-t:ny'^;]y^y hltB HCt^^o 
[0 0 9 3] 

i-Si: (s 5 1 3) , mn^tifcLziy'iyjv^y hizi/s. a. u-i/ 3 ymfn(Dm 
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tt^nom(Dm^v&^ti^^i3^iZ'D\,^x<Dmm^no (S5i4) „ mm^nr=: 

ziy'\)-)v^yhizi/^a,i/-^yBymfn<Dmn^nom^izit. y^a.v-y 
By^i^^ys.=LU'-yBym3-2izAi:]'t^ (s 5 i 5) „ t.t=.. miH-^n 
r^ziy^)\^^y v\zy^a. i/-i/a >(Z)|fB<Z)gfe5:^?t)?^^/^g<D[lI^-efe-5^ 
-a-lCtt^;^5^AS:,1^T^'S (S 5 1 5) „ 
[0 0 9 4] 

^ - >> a >SP 3 - 2 li, y^=rv-ym ytmo^iBf-ft^Ktf -^ix^t. 

> t.-tw.mm.nno^z^kjx.xLWW^^'^'-^'t^ (ssod „ 

mmnw^iy b fcttM^^cDSB^rj^^t®^^*^^^^ ti, j^^n t^-w^o b \z 

[0 0 9 5] 

^■tS3^{ci:*;^ft)tiS (S6 0 1) o 

«jgw^DB(c#:ffi-rs^-^{c«, Mas3ri^c7cic^«^it«^cD^»$:ff e> (S 

6 0 2) o 

[0 0 9 6] 

nmm^'^-^t^ (S 6 0 3) . mmmBm.<DmmmmL^-^-^\t. ^Bmm 
^j«i5tw#DBS:^s^-tszii:icj:*Kft)tiSo ^^(D'i^^. um^L^no^un 
mmi f)^^^ mMmm'^mmi d b {c#& -r ^ «^ c ^ n - '»fg © if - ^ ^ 
e)o =^6^Ma®^osH?^J«?pg;^)^S0K@H^'J^^t«t^DB^c#^L^v^#-^^c^i. 
y7s7■h,^^^^r^^ (seos) , 

[0 0 9 7] 

(S 6 0 4) „ ^mcDlS^, ^6^SaKooiH3^'J«^7b^5i-^^□i:;-DB^c#^■r 
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fJ^^i)•^<Dmm^^yt>H^ (seos) . mmme^M(D^i^^ui^-mmDB^z^tE 

Lfji\^m^lZit, i/XT^ASrJ^Tt-'S (S 6 0 4) „ 

m^Mm-t^ (S 6 0 2) „ 3^k7tsii^m^M(Dm^ti'^'v^f£^^m^izit. e/x^ 

[0 0 9 8] 

mz. mmmmtfjt^^^(D3i!k^iLi^mm(Dv--^i.z'D\,^xm.mt^o 

iLiiiummmnDBizitv ify ]^^^<D^i^m'M(Dmmibmm^n. v^tsy 
(D^^^D B icttu asy \:^^<D^^^(Dmmi}mm^nx\>^^. 

[0 0 9 9] 

DB^i^m-t^^inzj:i)^it>n^ (S7 0 1) „ ^m(Dm^, mm^nt^jt^ 

^i^mmmmcomn-^nz) (s ? o 2) „ 
[0100] 

mmmm}i^j^^^^(^^^^^-*y-^-t& (S 7 0 3) „ mmmmtt3^^^^(D 

m^mmnr^^^^f'O^^^^ii'^') i^y K53^^^(D^^^^DBic#^Et- 
s^^icii. 5if*:^ittjaim^®^fifeS:fTe> (S 7 0 4) o mmmrntr^^^'f^ 

5) , iK^Mil55:'Sn>7:«-^-S/3>*^ttm$tl'5 (S 7 0 6) . Iftm^tlfen 
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yyit^-tyByitmm^t-^n (S 7 0 7) . 3i)iftiLii^mM(Dm^iJ^x^^^m 
^icii, m^-^nr=.mmmmiirj:^^^<D3^^fbiLiiiiimmmm^^m-t^ (s? 

[0101] 

[H^<Dmnmyt>ti^ (s s o d „ 
m^it. m3izmLr^'ry^y^'mizmm^nr^=L-'if-m^^i^xit. #^ 

®:$>^(Dx:^;i/:ir — tt#, PropertyCDitW> Docking Simulation:^^^f t^tl-So 

So 

[0 10 2] 

^•r, i/^^i/-i/3 y$m<Dp^^<Dtn^t^^ftDnx\>^^f)^^ti^(Dfmf)^it> 

ti^ (S 8 0 2) o ^^^^mji^icj:Sx;^;i/^-ttBt; K^y^>^^i>'^^l/-e/ 
^>=fefl^$nTV^^V^^-^^C^i->X7^A$:^ii|T■r■5 (S 8 0 2) „ 

lc<fcSx:^.;i/diJ-ft^-efeS*^^*^®?|^rj^:^^^Tt)ns (S 8 0 3) o 

rLl/-S/3>*^^l^$tlTv^sm-^^c{i. -^m:f:^m\^^y^yifiy^=Liy-t/B 

[0 10 3] 

^^mMmiz^^:i.^)v^-nMtjm^^t\'X^^^m^izit^^mMmiz^i) 



3 9 



ffiliE# 2003-3025770 
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x:^;i/^-tf-#3b'5fi^t>ti-5 (S 8 0 4) „ 

^m7t>ti^ (s 8 0 5) o mmMtmmn^'^nr^^^m^izitmMmfM-tf^ 

(S 8 0 7) , lt#lgm&^>^^l/-^>3>Mm«?#faP3 -3{CA;d-t§ 
(S 8 0 8) o 

mm&$fnf)'^m^ s tir v> ^ v>#-^ic it. ^^mMmiz j: s x ;i/ tfm® 

^^$:i/^rLl/-2/3>|^^g|$3 -StC^at-S (S 8 0 6) „ 
[0 10 4] 

TVNS35)^^*>®^fff^*^ff*3tl-6 (S 8 0 9) o 

*«fft>tl (S 8 1 O-S 8 1 5) , K^y^^y^/^ a. Iz-^/a^^M:^*^, 
aLU'-i/3:/«?j^Bl53 - aiC^a^tlS (S812, S815)o 
[0 10 5] 

S/^rLi/-i/3>tt^$:Ml"tAofen>i^;i/^> h^n>-9-;i/^> h^^^^M 
7 S::fM>Tjl^$tiS (S 8 1 6) » 
[0 10 6] 

ai53 -3 {Cjl«f -So 

i/^^i/-i/3>^^iP^gi53 -3ii, mmmmmm^^m-r^t (ss 

1 7) , -^miZZy^=LU-i/By'i^3^mm^S-3lzmmi^ (S 8 l 8) . 

7^^®5{Ci^#t- S (S 8 1 9) „ 
[0 10 7] 

rkK. ±x&bfeS/^il/-i/3>ftmit-Vf;^«l#^^>X7^A$:^iJMbT, iij^ 



4 0 
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So 

^mmv. Mx.ii:/^'i7ifJ:T', =L-^-mmmm2<Dr }^iyy^^mm-t^^t 

rL - if - ^ o T V X S 5: -t -5 o 

if-^i^^^fr^^tiS (S9 0 1) „ n-if-^i^icmife$:^f -5 J:e)^cLT=foJ:v^ 

o 

a.-- lf-^|»^JC. :i--tf-^IE$:^f e>d:e)tCbrt;J:VN (S 9 0 2)o 
[0 10 8] 

^m^^X:f:-t^mmi!)m^^ti (S 9 0 3) , a.~^~it^m(Di/^^iy---y 
m±1ii. > (Docking Simulation) SrfTMt- S^-^-tC 

[0 10 9] 

> m'^mm2-2x^m^ti (s 9 04) , m^mm2-2K^*)^m-^titc=L 

--^f-^m^mt. ft#§|S2- 7 lCA:^$tl, ItmaP 2 - 7 *^ ^ MaaU 2 - 8 {C 

^u-tyBytfw-Ki)^ti'^m^<D%m^''}mft>t\,^ (S 9 0 5) , tr^zmf 



4 1 
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yBytmmmmm'Ptfmzti^i}^^mm<D±m^mn^nxi3''). ±m^mx 

mU^MMLX\^^^fi-^WO)T^^^no (S 9 0 6)0 

M^t)'J^^5:SH'li§P2- 6ic^^-r-g> (S 9 0 6) „ rL-if-ii;, n-if-M 
[0 110] 

$^ic, y^^u-yBymm^mm-r^m^Kit. m^<D^mz^i)n^f)\ 

m^it. y5.=Liy-yay^^^Aijmmti^nmmB^n. y^:x}y~y3y^ 

[0 111] 

^mm2-2x^m^n^ (S9 0 s) „ 

:i(D^m-^nr=.^tim^ioK y^=2.u-yBymmm(Dmmx&^m^. y 
^a.u-yB ynmnn(D^mt. m^mm2 - 2 ti-^^^mm 2-8 y\^mmm 
^2-10 ^m&i^xAtj'^n^o 

mm-^tit^mm^tiK y^^iy-yBy^mm^m^^j^^^m^izit. yT. 

"rhs^mi^^ (S 9 0 8) o 
[0 112] 

z: © 2/ ^ 1/ - >> 3 > yy.^ a cD^Stg;^; ±|5S'fit ® ± T v ^ ^ 
;^)^^:fe^(5Df!Im*■^ff*34^<5o y % :r\^-y B.yV:M%\%iS^. i^y 7^^ UO^mm^ti 
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9 0 9) o 

2 KAiJ^n^ (S 9 1 0) o 
[0 113] 

, t'fmmm&no)3m5x,iLi^m7^^'^-^-t^ (siood. 

p - mm D B {c (is e K<5D ^ n - (Dmmtimm s ti r v ^ -5 » 

:r.tiz^ijnt>ti^ (s 1 0 0 1) o ^m(D^m. nmmBn^^m^n^iiimm 

mmDBiz^^^t^m^izit. M^M.3rk7ixii^mi^mm<Dmm^no (sio 

0 2) o 

[0 1 14] 

^rj#fg$:if-^-r§ (S 1 0 0 3) „ =^6^Ma^®@H«fg?:-9— ^li> 

mmmff^m^nmmmmmmDBiz:^:^^:s>m^izi,t. ;i-^^^2;-'K$g®-l^-^ 
, i/:^v^2^^^^r'rs (s i o o 3) „ 

[0 115] 

s (s 1 0 04) „ ^m<Dm^, mmmBm(Dmmmm0^^'^uv-DBiz^:^ 
mt^'^i)^<Dmmt)^7t>n^ (s i o o 5) „ ^mmBn(7)^^^ui^-mmDBK 

#^Eb«iVN®-a-lCli, t/X-rA5:»^Tt- S (S 1 0 0 4)o 
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m^mnt^ (s i o o 2) „ 3 7^^5i^if5t®jiS7&^T'^^vN#^icii, z/t. 

[0 116] 

mz. mmmmtr£^^^(D3mjriiLi^mT^(Dv—^ic^\>^xMm-t^o 
(Di^'f'^D B izit u :fsy }^i&^(^iB-^^<Dmmit}mm^tix\^^^. 

[0 117] 

DB^ilkm^^^t.\Z^i}iyt>ti^ (SI 10 1) „ ^mcDl^m. ^^J#li^^ 

jxi^ii^mm.^mo^mm^n'i) (s 1 1 0 2) » 

[0 118] 

mmmnt.t^^^^<D6^'i'^^'^-^-t^ (SI 103) o mnmmiL-^A^^'i' 

(D^^^a^-^—^li. Vitfy \^^^(D^^^DBi:^m't^:itnz^v^iDti^ 

o ^m(Di^^. mmmmtfjt^^^<D^^^f}^v iisy \^'^^<D-i^'f-^DBiz^:m 
t^m^izit. iLi^mmmmmoy^m^no (s 1 1 04) „ mmmntf^^ 

^^(D^'f'^-fj'^Vitsy F:9•^(Di^^^^DB^c#^EL7S:v^m-^^cii, y^^j^^m 

[0 119] 

^ :f^-yBymmif^nt>ti (s 1 1 0 5) , lia^mt.fji^^yyyitj^'-yByttm 
m$ti-5 (s 1 1 0 6) , mm-^nr^^yyit:f^-i/Byi,t. ^^mmmmiz^ 
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ufflifc'fb^ti (s 1 1 0 7) , 3ik7xiiLi^mm(Dm^ti'^X'^sm^izi,t. 
tif^mmmmnfjt^^^ays^kTb^i^mi^mm^mm't^ 01102)0 

CO 1 2 0] 

(S 1 2 0 1) „ 

®:^^'®X:^^;i/^-ft^, Property© It^, Docking Simulationj^j^^f fc^X-So 
[0121] 

(s 1 2 0 2) „ 

^^WiMmK^^nL^)v^-$m% }^v^y^y^a,iy-yBy%.m&-^nx 

V^:&V^^-^^C^*>>;^.5^AS:7^T■rS (S 1 2 0 2) „ 

{CJ;^x;^;l/a5^-|mT'fe§*^^7&^(^>f^J6^;^)'^^^ft)tl<2. (S 1 2 0 3) „ 
UV. ^^mMmic^^x.:^;]y^-tfmtm^-^t\^X\>^is:\\i)^ l^^^yifi/^ 

rLi/-s/3>A'5fi^$ti-cvNS ic it. -^mij^m f ^ > ^ a. i/ - 3 

[0 12 2] 
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ji:ii^;v^-mntf^nt>n^ (si 2 04) « 

mmft>n^ (s 1 2 0 5) o <\^mA$mi)mm^nx\<^^m^izimmMtm 
f^nt)n ( s 1 2 0 7 ) , tmum^iy ^zLV-t/B yummm^ 3-3 ica* 

(S 1 2 0 8) „ 

^^^i/^a.u~i/Bymm3s-3iz.mm^^ cs 1 2 0 6) » 

[0 12 3] 

x\^^^^^^^^commf)^ft)n^ (s 1 2 0 9) „ 

5/^3. U-i/a>tm, QMMM Ky^^^i/^jL l/-^a>, ^SV^^iM;^;b'J 
fft>tl (S 1 2 1 O-S 1 2 1 5) , K'y:^r>^2/^a.l/-i/3>®^:^;6^ 
^ :3. U-i/a >^^ffSl53 - 3 izmm^n^ (S1212, S1215)„ 
[0124] 

iy^^U-t/n ymm^ 3-3Xit. >ttW(Die^<Z)a fcf-;^"^ 

t/^a.u-'iy3yt[W^mnM^t^^y'*)-J\y^yh^ny-^;vi(yhm^MmU 
7 §:/rLT7i^$tl-g> (S 1 2 1 6) „ 
[0 12 5] 

ms-zizmm-t^o 

e/^rLl/~S/a>Mm«?tflll53-3li, ^6^#M1it'»#5:^M-t-5i: (Si 

2 17), -^mizt/^=L\y-'>yBym^mmms-sizmmi' (s 1 2 1 s) 
> z<D^mLt=.^mnmmmmmt.iy^:xu~i/nyt[M<Dm^t^. =l-^~ 

m^^mm 5 izmmt^ ( s 1 2 1 9 ) „ 

[0 12 6] 
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